Density

0.04 A

0.03 A

0.02 A

0.01 A

complex (N =45)

RUNG58

0.00

-110

-105 -100 —-95
work / kcal mol~1

-90

solvent (N = 60)

0.125 A
0.100 -
direction
0.075 A forward
reverse
0.050 -
0.025 A
0.000 T . . . .
-104 -102 -100 -98 -96

work / kcal mol~1



